Single-crystal X-ray study T = 180 K Mean '(C±C) = 0.006 A Ê R factor = 0.054 wR factor = 0.105 Data-to-parameter ratio = 16.5
At 180 K, the crystal structure of ferroceneboronic acid, [Fe(C 5 Nesmeyanov et al. (1959) by the reaction of lithioferrocene with (BuO) 3 B, and subsequent hydrolytic work-up. A number of alternative syntheses have been reported in the interim (Shechter & Helling, 1961; McVey et al., 1967) , and continued interest in this compound and related derivatives is in part due to their implication in Suzuki-type coupling reactions (Hua et al., 2001) and in anion and neutral molecule sensing (Dusemund et al., 1995; Ori & Shinkai, 1995 (Braga et al., 2003) , the cyclic boronic anhydride (FcBO) 3 (Bats et al., 2002) , boronic esters (such as FcBO 2 C 6 H 4 -1,2; Aldridge & Bresner, 2003; Aldridge, Bresner & Fallis, 2004) (Elschenbroich et al., 2004) , have been determined, to our knowledge there have been no reports to date concerning the crystal structure of FcB(OH) 2 . The title compound, (I), was isolated in this instance as the main organometallic product from the aerobic hydrolysis of FcB(OCH 2 CH 2 ) 2 S in a mixed toluene±hexane solvent (Aldridge et al., 2004) .
The structural parameters relating to the individual FcB(OH) 2 units of (I) are unremarkable, with the geometries at the Fe and B centres mirroring those found in related compounds (Bats et 2004). In particular, the small degree of bending of the boronic acid moiety out of the plane of the cyclopentadienyl ligand [Cp centroidÐC1ÐB1 176.4 (2) ] mirrors that observed in related ferrocenes containing weakly Lewis acidic boryl (BX 2 ) substituents [e.g. 178.5 (3) for FcBO 2 C 2 H 2 Ph 2 ; Aldridge et al., 2004] , but contrasts with that found in the much more electron-de®cient FcBBr 2 (ca 162 for both crystallographically independent molecules; Appel et al., 1996; Aldridge & Bresner, 2003 H and 13 C NMR, and mass spectrometry) were in agreement with those reported previously (Shechter & Helling, 1961; McVey et al., 1967) . A view of the molecular structure of (I), showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 30% probability level and H atoms are represented by spheres of arbitrary size. Table 2 Hydrogen-bonding geometry (A Ê , ). Symmetry codes: (i)
Aromatic H atoms were constrained as riding atoms, with CÐH distances of 0.95 A Ê . Hydroxyl H atoms were located in a difference Fourier map and re®ned as a rigid rotor, with OÐH distances of 0.84 A Ê . The U iso (H) values were ®xed at 1.2 times U eq (C) or 1.5 times U eq (O). 
